, and S5c, Acid found in unmodified stool samples for all participants with retention time and chromatographic peak area. Tables S6a, S6b , and S6c, Nitrogen containing compounds found in unmodifed stool samples for all participants with retention time and chromatographic peak area. Tables S7a, S7b , and S7c, Sulpher containing compounds found in unmodifed stool samples for all participants with retention time and chromatographic peak area. Tables S10a, S10b, and S10c, Siloxanes found in unmodified stool samples for all participants with retention time and chromatographic peak area. Tables S11a, S11b, and S11c, Terpenes found in unmodified stool samples for all participants with retention time and chromatographic peak area. Tables S12a, S12b, and S12c, Unidentified compounds found in unmodified stool samples for all participants, with retention time and chromatographic peak area. Table S14 Raw data of concentrations of a range of stool compounds, in ng/g, calculated by adding 13 C labelled internal standards to stool samples and analysing the headspace using automated thermal desorption gas chromatography mass spectrometry. Tables S16 Aldehyde compounds found in stool samples adjusted to pH 13 with sodium hydroxide for 15 participants with retention time and chromatographic peak area. Tables S18 Ketone compounds found in stool samples adjusted to pH 13 with sodium hydroxide for 15 participants with retention time and chromatographic peak area. Tables S19 Ester compounds found in stool samples adjusted to pH 13 with sodium hydroxide for 15 participants with retention time and chromatographic peak area. Tables S22 Aromatic compounds found in stool samples adjusted to pH 13 with sodium hydroxide for 15 participants with retention time and chromatographic peak area.
CAS

S i l o x a n e ( 2 ) 6 . Tables S25 Unidentified compounds found in stool samples adjusted to pH 13 with sodium hydroxide for 15 participants with retention time and chromatographic peak area. Figure S2 a) the same sample as figure S1a with only m/z 58 ions displayed vs. time. The peak at retention time 2.62 min was identified as acetone b) the same sample as Figure S1b (the pH altered stool) with only m/z 58 ions displayed vs. time. The peak at retention time 1.94 min was identified by the NIST library as trimethylamine, and the peak at retention time 2.58 min as acetone. Table S26 quantities of compounds determined from the headspace of healthy stool samples from the U.K. omnivore and vegetarian samples. Quantities were calculated by collecting a known volume of headspace on TD tubes and using calibration curves of standards spiked onto the same TD tubes at different concentrations to calculate concentration in ng/g of stool. N.D. =not detected. Figure S3 ) mass spectra for 3-methyl 2-butanol Figure S4 ) mass spectra for 3-methyl butanoic acid methyl ester Figure S5 ) mass spectra for 3-methyl-2-butanone Figure S6 ) mass spectra for propanoic acid 2-methylbutyl ester Figure S7 ) mass spectra for butanoic acid 2-methylpropyl ester Figure S8 ) mass spectra for pentanoic acid propyl ester Figure S9 ) mass spectra for pentanoic acid propyl ester Figure S10 ) mass spectra for 4-methyl-2-hexanol Figure S11 ) mass spectra for Cyclohexanol, 5 methyl-2-(1-methylethyl)-,(1a,2b,5a) (Menthol) Figure S12 ) mass spectra for isopropyl benzaldehyde Table S28 Solution 2: compounds used for standards, purity, supplier, and volume/masses used. *Unless stated otherwise.
Calculations for the quantification of compounds:-
To obtain the peak areas for each compound and the 13 C equivalent we obtained a separate trace for the single ion of interest and obtained the peak area from this trace. For example the primary m/z product for 3-methylbutanoic acid is 87 and 88 for the 13 C isotope.
Knowing the mass of 13 C compounds added to the sample we can calculate the proportion of 13 C compound recovered from the headspace using the calibration graphs constructed. We can then use the ratio of 13 C compound added to the sample versus the amount of 13 C compound recovered from the headspace to correct the peak area of the compound being quantified and therefore, quantify the amount in the stool samples. To demonstrate the calculations the example of 3-methylbutanoic acid will be used. Peak area units are marked as PAU.
• The calibration curve (figure 1) gave equations y=74.58x and y=66.62x for 3-methylbutanoic acid and 13 C 3-methylbutanoic acid respectively.
• Since 0.5µL of solution 1 was used for the calibration curve but 1µL of solution 1 was added to the stool the first step was to calculate the theoretical peak area for 100% recovery of 13 C 3-methylbutanoic acid from the sample. In this example 66.62 (slope of 13 C 3-methylbutanoic acid) x 0.925 (mass (µg) in 1 µL solution 1) = 61.62 PAU.
• 61.62 PAU is then divided by the PAU of 13 C 3-methylbutanoic acid recovered from the sample; which in this case is 0.78 PAU so 61.62PAU / 0.78PAU = 79; this value is the correction factor that allows the calculation of the amount of compound within the stool.
• The correction factor is then multiplied by the peak area of the compound to be quantified from the sample, in this case the peak area of 3-methylbutanoic acid was 0.18PAU, thus 79 x 0.18PAU = 14.21PAU.
• So the peak area for the amount of 3-methylbutanoic acid contained in the stool is 14.21PAU, this can then be used with the calibration curve for 3-methylbutanoic acid (y=74.58x) where y=peak area and x=mass of compound to solve for x so in our example x= 14.21PAU/74.58= 0.19µg
• Finally, 0.19 µg is divided by the mass of stool (3g) = 0.063 µg/g which we then convert to ng/g = 63.3 ng/g.
